Smirnite (BigTeOs) Structure:
A2B5C 0C64 39 2c¢d acdd d-001
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Prototype BiyO5Te

AFLOW prototype label A2B5C_0C64_39_2cd_acdd_d-001
Mineral name smirnite

ICSD 36446

CCDC 1608173

Pearson symbol 0C64

Space group number 39

Space group symbol Aem2
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AFLOW prototype command aflow --proto=A2B5C_oC64_39_2cd_ac4d_d-001
—~params=a, b/a7 C/a7 Z1,%2,22,T3,23,T4,24,T5,Y5,25,L6,Y6, 26, L7, Y7, 27, T8, Y8, 28,
T9,Y9, 29,10, Y10, 210

e Space group Amb2 #39 allows an arbitrary placement of the origin of the z-axis. Here z19 = 0 for the tellurium (8d) site.

Base-centered Orthorhombic primitive vectors

1y
a; = aX
ag = 3by—icz
ag = %by + %02
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1 a9 + 21 a3 = c2 7 (4a) Ol
B, = —(21—%) ag—i—(zl—i—%) as = %by—i—czli (4a) Ol
B = 1‘231—(22—%) ag—&—(zg—l—%) ag = CLSL‘Q)A(—F%I)S’—FCZQQ (4c) Bil
B, = —Toa; — (z2 - %) as + = —aro X + %by + cz9Z (4¢) Bil
(22 +3) as
Bs = ‘Tgal*(Zg* %) a2+(Z3+i) az = axg)*(Jr%berczgi (4c) Bi II
Bg = —r3a; — (23 — %) ap + = —ar3 X+ %by +cz3% (4c) BiII
o+ D) o
B, = x4al—(z4—%) a2+(24+i) ag = ax4)2—|—%by+cz4i (4c) O1II
Bsg = —r4a; — (24 — %) as + = —ars X+ %by +cz4 7 (4¢) O1II
(22 +3) as
By = axsa;+(ys —25) ag+(ys +25) ag = ars X +bys ¥ + cz5 2 (8d) Bi III
By = —wsa; — (ys + 25) ag — = —ars X —bys § +cz52 (8d) Bi III
(Y5 — 25) a3
Bi1 = Tsa — (y5—|—25 - %) as + = az55<—b(y5 — %) y+cziz (8d) Bi I11
(*ys + z5 + %) as
B> = —zsa1+ (ys — 25+ 3) a2 + = —azsX+b(ys +3) §+ cz5 2 (8d) Bi III
(ys+ 25 + 1) a3
Bis = zga1+(ys — 26) as+(ys + 26) a3 = argX + bysy + czg Z (8d) O III
Bis = —zga; — (ys + 26) az — = —argX —byg ¥ + cz6 Z (8d) O III
(Y6 — 26) a3
By = xGal—(yG—i—zG—%) ar + = angc—b(yg—%)y—i—czﬁi (8d) O III
(—y6 + 26 + 1) a3
Big = —xgag + (yg — 26+ %) as + = —axgX+0b (y6 + %) V+c2Z (8d) O III

(Z/6+26 + %) ag



B17 = X7 a1+(y7 - 27) a2+(y7 + 27) as = axry X+ by7 y + czy Z (Sd) O1v

Bis = —zra; — (yr + 27) ag — = —ar7 X —byr y +car 2 (8d) o1V
(y7 — 27) a3
Big = m7a1—(y7—|—z7—%) as + = ax7§c—b(y7—%) Y+ czrz (8d) o1V
(—y7 + 27 + %) ag
By = —zray+ (yr— 2+ 3) as + = —azrX+b(yr +3) 9+ 2 (8d) o1V
(y7 + 27 + %) asg
Ba1 = wga;+(ys —28) axt+(ys +23) az = ars X + bys ¥ + czg Z (8d) oV
Bay = —xga; — (ys + 23) az — = —argsX —bys§ + cz3Z (8d) oV
(ys — 28) a3
B23 = xsal—(ngrzS—%) as + = azsfcfb(y 7%)5’4“0282 (Sd) (OY
(—ys+ 28+ 3) a3
B24 = —Zl'gal-l- (y8—28+%) a2+ = —ax8§<+b(yg+%) y-’-CZgZ (8d) O V
(ZJS + 28 + %) ag
Bas = x9a1+(yo — 29) as+(yo + 29) a3 = argX + by y + czg Z (8d) O VI
B26 = —Tgal — (yg + Zg) as — = —QaXg X — byg 5’ + CZ9 Z (8d) O VI
(Yo — 29) az
B27 = xgal—(y9+29—%) az + = angc—b(yg—%)y—i—czQZ (8(21) O VI
(—y9 + 29 + %) az
Baos = —zga; + (yo — 20+ 3) a2 + = —azgX+b(yo+ 3) ¥+ czo 2 (8d) O VI
(yg + 29 + %) ag
By = z10a1 + (Y10 — z10) a2 + = ar10X +by10 ¥ +cz102 (8d) Te I
(Y10 + 210) a3
B3 = —ZTioa1 — (ylo + Z10) az — = —az10X —by10 ¥ +cz102 (8d) Tel
(ylo — 210) a3
B3, = Tipa] — (ylo + 210 — %) as + = aripX —>b (ym — %) Y +czi02 (Sd) Te I
(—y10 + 210 + %) az
Bszs = —zppai+ (yio—z0+3)a+ = —azi0X+b(yi0+3) §+czio2 (8d) Te I

(ylo + 210 + %) az
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